Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.082; data-to-parameter ratio = 16.0.
In the title compound, C 12 H 9 ClN 4 OS, the carbonyl group is at a cis position with respect to the thiourea unit. The dihedral angle between the phenyl and pyrimidine ring is 16.49 (6) . An intramolecular N-HÁ Á ÁN hydrogen bond stabilizes the molecular conformation. In the crystal, N-HÁ Á ÁN, C-HÁ Á ÁO and C-HÁ Á ÁS hydrogen bonds generate chains along the bc axis.
Related literature
For background to our work on structural and coordination chemistry of N,N 0 -disubstituted thioureas, see: Rauf et al. (2012) . For a related structure, see: Sultana et al. (2007) . Refinement R[F 2 > 2(F 2 )] = 0.034 wR(F 2 ) = 0.082 S = 1.07 2759 reflections 172 parameters H-atom parameters constrained Á max = 0.29 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEPII (Johnson, 1976) ; software used to prepare material for publication: Yadokari-XG 2009 (Kabuto et al., 2009). MKR is grateful to The Quaid-i-Azam University, Islamabad, for financial support of a postdoctoral fellowship. supplementary materials Acta Cryst. (2013) . E69, o84 [doi:10.1107/S1600536812050118] 1-(2-Chlorobenzoyl)-3-(pyrimidin-2-yl)thiourea
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Crystal data
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA N1-H1Á Á ÁN3 0.
M. Khawar Rauf, Samad Yaseen, Masahiro Ebihara and Amin Badshah Comment
In continuation of our work on the structural and coordination chemistry of N,N′-disubstituted thioureas (Rauf et al., 2012) the structure of the title compound ( Fig. 1) is described in this article. The bond lengths and angles in the title compound agree very well with the corresponding bond legths and angles reported in a closely related compound (Sultana et al., 2007) . The molecule exists in its thione form with typical thiourea C-S and C-O bond distances, as well as shortened C-N bonds. The plane containing the S1, C2, N1 & N2 atoms is almost parallel to the pyrimidine ring, forming a dihedral angle of 9.09 (13)°. The molecules also feature intra & intermolecular N-H···N, C-H···O and C-H···S hydrogen bonds (Table 1 & Fig. 2 ).
Experimental
Freshly prepared 2-chlorobenzoylisothiocyanate (1.98 g, 10 mmol) was dissolved in tetrahydrofuran (35 ml) and stirred for 40 minutes. Afterwards neat 2-aminopyrimidine (1.0 g, 10 mmol) was added and the resulting mixture was stirred for 1 h. The reaction mixture was then poured into acidified water and stirred well. The solid product was separated and washed with deionized water and purified by recrystallization from chloroform to give fine crystals of the title compound, with an overall yield of 92% (2.8 g).
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 and N-H = 0.88 Å, and U iso (H) set at 1.2U eq (C/N). SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEPII (Johnson, 1976) ; software used to prepare material for publication: Yadokari-XG 2009 (Kabuto et al., 2009 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.5699 (2) (7) 0.0176 (7) 0.0177 (7) 0.0017 (5) −0.0021 (5) −0.0037 (6) O1 0.0235 (6) 0.0197 (5) 0.0287 (6) 0.0079 (4) −0.0125 (5) −0.0064 (5) N1 0.0190 (6) 0.0162 (6) 0.0180 (6) 0.0043 (5) −0.0074 (5) −0.0039 (5) C2 0.0149 (7) 0.0182 (7) 0.0160 (7) 0.0011 (5) −0.0025 (5) −0.0029 (5) S1 0.01718 ( 0.0147 (7) 0.0139 (6) 0.0184 (7) 0.0000 (5) −0.0043 (6) 0.0001 (5) C4 0.0136 (7) 0.0165 (7) 0.0210 (7) −0.0011 (5) −0.0028 (6) −0.0009 (6) C5 0.0217 (8) 0.0207 (7) 0.0197 (7 (6) C7 0.0154 (7) 0.0210 (7) 0.0298 (8) −0.0003 (6) −0.0085 (6) 0.0029 (6) C8 0.0156 (7) 0.0166 (7) 0.0235 (8) (17) C9 0.0153 (7) 0.0164 (7) 0.0156 (7) 0.0008 (5) −0.0029 (5) −0.0011 (5) N3 0.0226 (7) 0.0209 (6) 0.0213 (7) 0.0062 (5) −0.0107 (5) −0.0063 (5) 0.0160 (7) 0.0197 (7) 0.0202 (7) 0.0033 (6) −0.0053 (6) 0.0001 (6) C12 0.0165 (7) 0.0151 (7) 0.0212 (7) 0.0023 (5 
